Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.002 Å; R factor = 0.042; wR factor = 0.110; data-to-parameter ratio = 14.8.
The title compound, C 16 H 17 NO 2 , crystallizes with three crystallographically independent zwitterionic molecules in the asymmetric unit which differ significantly in the orientations of the propyl side chains. The dihedral angles between the two benzene rings in the three molecules are 6.17 (7), 6.75 (7) and 23.67 (7) , respectively. In each independent molecule, an intramolecular N-HÁ Á ÁO hydrogen bond generates an S(6) ring motif. In the crystal, each independent molecule exists as part of an O-HÁ Á ÁO hydrogen-bonded centrosymmetric R 2 2 (10) dimer. Refinement R[F 2 > 2(F 2 )] = 0.042 wR(F 2 ) = 0.110 S = 1.04 7976 reflections 538 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.33 e Å À3 Á min = À0.26 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). et al.,2005; Temel et al., 2006) . Each molecule displays an E configuration with respect to its C═N bond. The dihedral angle between the two benzene rings in molecules A, B and C are 6.17 (7)°, 6.75 (7)° and 23.67 (7)°, respectively. In each independent molecule, an intramolecular N-H ···O hydrogen bond generates an S(6) ring motif (Table 1) .
Related literature
The crystal packing is stabilized by intermolecular O-H···O hydrogen bonds (Table 1) , generating centrosymmetric R 2 2 (10) dimers ( Fig.2 ).
Experimental
The title compound was prepared by refluxing a mixture of 2,3-dihydroxybenzaldehyde (0.5 g 3.6 mmol) in ethanol (20 ml) and 4-propylaniline (0.49 g 3.6 mmol) in ethanol (20 ml). The reaction mixture was stirred for 1 h under reflux. Single crystals of the title compound suitable for X-ray analysis were obtained by slow evaporation of an ethanol solution (yield 68%, m.p. 371-372 K).
Refinement N-and O-bound H atoms were located in a difference map and refined freely. C-bound H atoms were placed in calculated positions and constrained to ride on their parents atoms, with C-H = 0.93-0.99 Å and U iso (H) = 1.2U eq (C) and 1.5U eq (C methyl ). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (9) 0.0061 (7) 0.0136 (7) 0.0053 (7) C3C 0.0518 (10) 0.0365 (8) 0.0495 (9) 0.0035 (7) 0.0094 (7) 0.0032 (7) C4C 0.0409 (9) 0.0398 (8) 0.0455 (9) −0.0043 (7) 0.0047 (7) 0.0108 (7) sup-6 (7) 0.0313 (7) 0.0000 (6) 0.0102 (6) 0.0073 (6) C9C 0.0419 (9) 0.0437 (8) 0.0402 (8) 0.0051 (7) 0.0138 (7) 0.0039 (6) C10C 0.0568 (10) 0.0404 (8) 0.0410 (8) 0.0000 (7) 0.0147 (7) 0.0008 (6) C11C 0.0493 (10) 0.0500 (9) 0.0317 (7) −0.0097 (7) 0.0094 (7) 0.0024 (6) C12C 0.0372 (9) 0.0536 (9) 0.0456 (9) −0.0023 (7) 0.0135 (7) 0.0030 (7) C13C 0.0380 (9) 0.0416 (8) 0.0466 (9) 0.0023 (6) 0.0133 (7) 0.0035 (6) C14C 0.0588 (12) 0.0574 (11) 0.0528 (10) −0.0184 (9) 0.0135 (9) −0.0063 (8) C15C
0.0825 (15) 0.0599 (11) 0.0639 (12) −0.0278 (11) 0.0281 (11) −0.0048 (9) N1C 0.0330 (7) 0.0389 (6) 0.0388 (7) 0.0022 (5) 0.0118 (5) 0.0074 (5) O1C 0.0356 (6) 0.0443 (6) 0.0485 (6) 0.0006 (5) 0.0166 (5) 0.0010 (5) O2C 0.0328 (6) 0.0509 (7) 0.0493 (6) −0.0021 (5) 0.0114 (5) 0.0057 (5) C1B 0.0319 (7) 0.0347 (7) 0.0348 (7) 0.0040 (6) 0.0092 (6) 0.0026 (6) C2B 0.0420 (9) 0.0448 (8) 0.0352 (8) 0.0008 (7) 0.0076 (6) 0.0074 (6) C3B 0.0439 (9) 0.0394 (8) 0.0438 (8) −0.0015 (7) 0.0143 (7) 0.0095 (6) C4B 0.0329 (8) 0.0343 (7) 0.0435 (8) −0.0006 (6) 0.0134 (6) −0.0006 (6) C5B 0.0302 (7) 0.0368 (7) 0.0343 (7) 0.0048 (6) 0.0099 (6) −0.0021 (6) C6B 0.0307 (7) 0.0335 (7) 0.0342 (7) 0.0046 (6) 0.0115 (6) 0.0028 (5) C7B 0.0321 (8) 0.0388 (7) 0.0324 (7) 0.0035 (6) 0.0068 (6) 0.0028 (6) C8B 0.0314 (7) 0.0338 (7) 0.0358 (7) 0.0028 (6) 0.0088 (6) 0.0007 (6) C9B 0.0407 (8) 0.0409 (8) 0.0345 (7) 0.0053 (6) 0.0079 (6) 0.0043 (6) C10B 0.0541 (10) 0.0357 (8) 0.0454 (9) 0.0032 (7) 0.0155 (7) 0.0102 (6) C11B 0.0475 (9) 0.0336 (7) 0.0447 (8 (9) 0.0552 (9) 0.0050 (7) 0.0150 (7) 0.0001 (7) C3A 0.0309 (8) 0.0517 (9) 0.0603 (10) −0.0007 (7) 0.0155 (7) 0.0040 (8) C4A 0.0335 (8) 0.0393 (8) 0.0512 (9) −0.0036 (6) 0.0061 (7) 0.0044 (7) C5A 0.0347 (8) 0.0351 (7) 0.0403 (8) 0.0012 (6) 0.0056 (6) 0.0012 (6) C6A 0.0298 (7) 0.0364 (7) 0.0380 (7) 0.0014 (6) 0.0062 (6) 0.0029 (6) Hydrogen-bond geometry (Å, °) D-H···A D-H H···A D···A D-H···A N1A-H1A···O1A 1.02 (2) 1.63 (2) 2.5444 (16) 147 (2) N1B-H1B···O1B 1.06 (2) 1.57 (2) 2.5229 (16) 146 (2) N1C-H1C···O1C 1.08 (2) 1.57 (2) 2.5502 (17) 149 (2) O2A-H5A···O1A i 0.90 (2) 1.89 (2) 2.7032 (17) 148 (2) O2B-H5B···O1B ii 0.89 (2) 1.91 (2) 2.7049 (15) 148 (2) O2C-H5C···O1C iii 0.92 (2) 1.84 (2) 2.6659 (15) 148 ( 
